Key indicators: single-crystal X-ray study; T = 200 K; mean (C-C) = 0.003 Å; disorder in main residue; R factor = 0.060; wR factor = 0.180; data-to-parameter ratio = 16.4.
Related literature
For related structures of nitroformazan derivatives, see: Gilroy et al. (2008) ; Mito et al. (1997) and for a related dithizone structure, see: Laing (1977) . For the synthesis and chemistry of nitroformazans, see: Pelkis et al. (1957) ; Irving (1977 Table 1 Hydrogen-bond geometry (Å , ). Symmetry code: (i) x À 1 2 ; Ày À 1 2 ; Àz.
Data collection: APEX2 (Bruker, 2011); cell refinement: SAINT (Bruker, 2008); data reduction: SAINT and XPREP (Bruker, 2008); program(s) used to solve structure: SIR97 (Altomare et al., 1999); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: DIAMOND (Brandenburg & Putz, 2005) ; software used to prepare material for publication: WinGX (Farrugia, 1999) .
is used to substitute the nitro group with sulfur towards the formation of dithizone, the chemistry of which is extensively described by Irving, 1977. Single crystal X-ray structures of nitroformazan derivatives were determined by Gilroy et al., 2008; Mito et al.,1997 , and the dithizone structure by Laing, 1977, while we performed extensive DFT (Von Eschwege et al., 2011) and electrochemistry studies (Von Eschwege & Swarts, 2010) on the free ligand. We recently embarked on a study during which we synthesized a series of electronically altered dithizones for the purpose of investigating its altered redox and structural properties. During this process orange 1,5-bis(2-methylphenyl)-3-nitroformazan crystals suitable for X-ray structure analysis were grown from an acetone solution overlaid with n-hexane.
The title compound ( Fig. 1 ) crystallises with the 2-methylphenyl moieties in different orientations, i.e. C1-C7 and C9-C15 have dihedral angles of of 12.64 (9)° and 3.27 (9)° respectively with the N-N═ C-N═N backbone. The preferred orientations are probably due to the observed C-H···O interactions as well as the π-stacking of 2-methylphenyl aromatic rings (Tables 1 and 2, Fig. 2 ) with neighbouring N-N═C-N═N conjugates creating a zigzag packing motif (Fig. 3 ).
The structure showed large thermal vibrations at the NO 2 moiety and was treated for disorder. From the Fourier difference map the imine hydrogen was also detected as being disordered over two nitrogen atoms. Details of these can be found in the refinement section.
Experimental
Solvents (AR) purchased from Merck and reagents from Sigma-Aldrich were used without further purification. The orthomethyl derivative of nitroformazan was prepared according to the procedure reported by Pelkis et al., 1957 .
Refinement
All hydrogen atoms were positioned in geometrically idealized positions with 0.98 Å (methyl), 0.95 Å (aromatic) and C-H = 0.86 Å (imine). All hydrogen atoms were allowed to ride on their parent atoms with U iso (H) = 1.2U eq , except for the methyl where U iso (H) = 1.5U eq was utilized. The initial positions of methyl hydrogen atoms were located from a Fourier difference map and refined as fixed rotor. The amine hydrogen atom was refined as disordered over N1 and N4. The occupancy was connected to a free variable to add to unity. This refined to a 0.53 (3):0.47 (3) ratio. The NO 2 moiety showed large displacement ellipsoids on O1 and O2. These were also treated for disorder. Geometrical (SADI) and displacement (SIMU and DELU) restraints were applied. A free variable, to refine the disordered sites to unity, gave a distribution of 0.75 (4):0.25 (4). Fig. 1 . View of the title compound with labelling and displacement ellipsoids drawn at a 50% probability level. Hydrogen atoms and minor components of disorders not shown for clarity. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
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Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
0.0552 (10) 0.0391 (9) 0.0381 (8) −0.0027 (7) −0.0009 (7) 0.0037 (7) N2 0.0527 (9) 0.0440 (9) 0.0405 (8) 0.0019 (8) 0.0020 (7) 0.0042 (7) N3 0.0402 (8) 0.0431 (9) 0.0392 (8) 0.0031 (7) 0.0009 (6) 0.0042 (7) N4 0.0381 (8) 0.0405 (9) 0.0369 (7) 0.0013 (6) 0.0012 (6) 0.0042 (6) (7) 0.0008 (7) 0.0066 (7) C10 0.0465 (10) 0.0472 (11) 0.0407 (9) −0.0020 (9) −0.0003 (8) 0.0031 (8) C11 0.0625 (13) 0.0466 (12) 0.0413 (10) −0.0026 (10) −0.0034 (9) 0.0009 (9) C12 0.0644 (13) 0.0438 (12) 0.0449 (11) 0.0059 (10) 0.0036 (9) −0.0019 (9) C13 0.0495 (11) 0.0474 (12) 0.0564 (12) 0.0082 (9) 0.0065 (9) 0.0001 (10) For centroids: Cg1 = N 1 -N 2 ═C 8 -N 3 ═N 4 , Cg2 = ring C 2 -C 7 , Cg3 = ring C 9 -C 14 ; Symmetry codes: i = 1/2-X,1/2+Y,Z; Alpha = Dihedral angle between Cg(X) and Cg(Y); Cg(X)perp = Perpendicular distance of Cg(X) on ring Y; Cg(X)perp = Perpendicular distance of Cg(Y) on ring X; Beta = Angle Cg(X)···Cg(Y) vector and normal to ring X; Gamma = Angle Cg(I)···Cg(J) vector and normal to plane Y;
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